Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.043; wR factor = 0.136; data-to-parameter ratio = 17.1.
In the title compound, C 21 H 16 N 2 O 2 , the 3-nitrophenyl and two phenyl rings are twisted from the mean plane of the enimino fragment by 44.4 (1), 37.2 (1) and 74.1 (1) , respectively. The crystal packing exhibits no classical intermolecular contacts.
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Figure 1
The molecular structure of the title compound showing the atomic numbering and 50% probability displacement ellipsoid. Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.043 wR(F 2 ) = 0.136 S = 1.12 3866 reflections 226 parameters 0 restraints Primary atom site location: structure-invariant direct methods Secondary atom site location: difference Fourier map Hydrogen site location: inferred from neighbouring sites H-atom parameters constrained
(E)-N-(3,3-Diphenylallylidene)-3-nitroaniline
where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max = 0.001 Δρ max = 0.18 e Å −3 Δρ min = −0.25 e Å −3 Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (8) 0.0408 (7) 0.0120 (7) 0.0083 (6) 0.0034 (6) C2 0.0769 (10) 0.0594 (9) 0.0473 (8) 0.0162 (8) 0.0031 (7) 0.0086 (7) C3 0.0589 (8) 0.0508 (8) 0.0614 (9) 0.0128 (7) 0.0000 (7) −0.0032 (7) C4 0.0492 (7) 0.0508 (8) 0.0528 (8) 0.0019 (6) 0.0092 (6) −0.0097 (6) C5 0.0489 (7) 0.0467 (7) 0.0402 (7) −0.0042 (6) 0.0051 (6) −0.0033 (6) C6 0.0439 (6) 0.0399 (6) 0.0375 (6) −0.0028 (5) 0.0025 (5) −0.0023 (5) C7 0.0442 (7) 0.0690 (9) 0.0536 (8) −0.0002 (7) 0.0027 (6) −0.0100 (7) C8 0.0522 (8) 0.0849 (11) 0.0549 (9) 0.0185 (8) 0.0053 (7) −0.0081 (8) C9
0.0762 (10) 0.0566 (9) 0.0464 (8) 0.0275 (8) −0.0068 (8) −0.0081 (7) C10 0.0752 (10) 0.0443 (8) 0.0564 (9) 0.0008 (7) −0.0073 (8) −0.0059 (6) C11 0.0552 (8) 0.0493 (8) 0.0483 (8) −0.0040 (6) 0.0020 (6) −0.0015 (6) C12 0.0420 (6) 0.0421 (7) 0.0380 (7) 0.0047 (5) −0.0019 (5) 0.0020 (5) C13 0.0409 (6) 0.0403 (6) 0.0386 (6) −0.0033 (5) 0.0051 (5) 0.0012 (5) C14 0.0474 (7) 0.0443 (7) 0.0405 (7) −0.0004 (6) 0.0010 (6) −0.0019 (5) C15 0.0479 (7) 0.0448 (7) 0.0400 (7) −0.0032 (6) 0.0020 (6) −0.0004 (5) C16 0.0439 (6) 0.0415 (6) 0.0370 (6) −0.0037 (5) −0.0001 (5) −0.0026 (5) C17 0.0477 (7) 0.0519 (7) 0.0395 (7) 0.0006 (6) 0.0053 (6) −0.0013 (6) C18 0.0559 (7) 0.0451 (7) 0.0425 (7) −0.0035 (6) −0.0034 (6) 0.0011 (6) C19 0.0528 (8) 0.0434 (7) 0.0637 (9) 0.0046 (6) −0.0056 (7) −0.0020 (6) C20 0.0485 (7) 0.0523 (8) 0.0667 (10) 0.0017 (7) 0.0123 (7) −0.0082 (7) C21 0.0544 (7) 0.0502 (7) 0.0450 ( (12) C18-C17-H17 120.5 C5-C6-C13 121.42 (12) C16-C17-H17 120.5 C1-C6-C13 120.71 (12) C17-C18-C19 123.04 (13) C12-C7-C8 120.03 (14) C17-C18-N2 118.09 (14) C12-C7-H7 120.0 C19-C18-N2 118.87 (13) C8-C7-H7 120.0 C18-C19-C20 117.71 (13) C9-C8-C7 120.46 (15) C18-C19-H19 121.1 C9-C8-H8 119.8 C20-C19-H19 121.1 C7-C8-H8 119.8 C21-C20-C19 120.63 (14) C10-C9-C8 120.01 (14) C21-C20-H20 119.7
